Table S1. Identification of IVM-B,, and IVM-B,;, metabolites in human liver microsomes.

Metabolite  Molecular lon Formula Neutral m/z Mass RT. %
ID Mass Accuracy (min) Score
(ppm)

IVM-B,, Parent By, [M+NH,]" CyH;4014 87451 8925421 05 13.95 92.7
IVM-By,  Parent By, [M+NH,]" CiH,0p, 86049 8785257 -0.4 13.05 93.9
M1-B,, Demethylation [M+NH,]"* C4yH-014 86049 8785263 0.3 12,58 89.1
M1-By, Demethylation [M+NH,]" CiHrOre 84648 864.5100 -0.4 11.77 873
M2-B,, Loss of C;H;,05 [M+NH,]* CuHeOn 73043 7484623 0.9 12.35 80.8
M2-By, Loss of C;Hy,05 [M+NH,]* CioHeOr 71641 734.4468 0.8 11.56 78.9
M3-B,, Oxidation [M+NH,]" CyH;,015 890.50 908.5368 0.2 11.67 78.9
M3-By; Oxidation [M+NH,]" C4;H:,055 876.49 8945205  -0.5 10.85 81.8
M4-B,, Ketone formation [M+NH,]" CupH:,015 888.49 906.5206 -0.3 11.17 69.9
M4-B,, Ketone formation [M+NH,]" CyH7015 874.47 8925050 -0.3 10.46 68.9
M5-B,, Oxidation [M+NH,]"* CyH;4015 890.50 908.5370 0.5 10.71 70.8
M5-B,, Oxidation [M+NH,]" C4yH0p5 87649 8945204  -0.6 983 711
M6-B4, Demethylation and oxidation [M+NH,]" CpH7,015 87649 8945209 -0.1 10.49 76.7
M6-By, Demethylation and oxidation [M+NH,]" CuH70015 862.47 880.5047  -0.7 9.79 771
M7-By, Demethylation and ketone formation [M+NH,]" CpH7O15 874.47 892.5057 0.5 10.14 674
M8-B, Demethylation to carboxylic acid [M+NH,] CuH720;6 90448  922.5155  -04 9.92 675
M9-B,, Demethylation and oxidation [M+NH,]" CpH7,015 87649 894.5204  -0.7 9.69 709
M9-By, Demethylation and oxidation [M+NH,]" CuH70015 862.47 880.5048  -0.5 8.94 66.7
M10-B4, Demethylation to carboxylic acid [M+NH,]® CuH72056 904.48  922.5161 0.2 9.57 66.7
M11-By, Loss of C;H;,05and oxidation [M+NH,]" C,H620,, 746.42 764.4568 -16 9.45 689
M12-By, Dioxidation [M+NH,]" CygH74016 906.50 924.5306 -1.0 9.20 68.0
M12-B,, Dioxidation [M+NH,]* CyH»056 89248 9105149 -1.1 8.44 66.7
M13-By, Oxidation [M+NH,]" CygH74015 890.50 908.5361  -0.5 8.37 736
M13-By, Oxidation [M+NH,]" CyH0p5 87649 8945205  -0.5 791 742

m/z = mass-to-charge ratio, ppm = parts per million, R.T. = retention time.



